CHALONER, HITCHCOCK AND BROADWOOD-STRONG 1311 piscussion. The space group found in our structural determination is quite different from that previously established (triclinic, PI, a = 12-65, 6=12-25, c = 17-05 A, a = 76-25, 0 = 105-75, y = 119-6°, Z = 2, R = 0-102), and is not related to it by any simple transformation. It is not clear if this observation is related to the unusual circumstances in which our crystal was grown. The solvent from which the crystal was originally grown is not given.
for the oxygenase, oxidase, and oxygen transport and storage proteins (Spiro, 1980; Sigel, 1981) . A binucleating tetrapyrrolic macrocycle has recently been synthesized at this Institution (Acholla & Mertes, 1984) , and the structure of the dicopper complex has been reported (Acholla, Takusagawa & Mertes, 1985) . In order to compare the chemistry of the binuclear complex to its mononuclear analogue, [AT,^-propylenebis(2-pyrrolylmethyleneaminato)]-metal complexes were synthesized and the structure of the nickel(II) complex was determined.
Experimental. The title compound was synthesized by the method described by Weber (1967) . A reddish brown crystal, -01 x 0-1 x 0-05 mm, obtained by recrystallization from a 1:1 CH 2 C1 2~C 6Hi 2 mixed solution, was mounted on a glass fiber oriented approximately along [102] . Cell constants were The thermal parameters are of the form B = fX^yL/^afafa^a,. determined by using 15 centered reflections widely scattered throughout reciprocal space (35 >20> 25°). Preliminary counter data indicated a monoclinic system with systematic absences, k = In + 1 in OfcO and / = In -f 1 in hOl, uniquely determining the space group as P2 x /c. Two octants (/z 0-* 10, k 0-*8, / -26-*26) of data out to 20= 100° were collected using a Syntex P2 l diffractometer (Cu Ka, graphite monochromator) with 0-2$ scan mode [26 scan angle: (0-2823 tan0+ 2-5)°, scan speed: 10-10-0° min -1 ]. The background was estimated from the counts accumulated through the 1/6 of total scan at both edges of the peak. The total number of reflections measured was 3101. Lorentz and polarization factors were applied. Correction was made for a 2% decrease in intensity of two reflections monitored every 100 measurements. A semiempirical ^-scan technique was used to correct for absorption (maximum and minimum correction factors: 1-224, 1-355) (North, Phillips & Mathews, 1968) . 2587 independent F 0 2 data were obtained by merging equivalent reflections (0kl zone). R mt for merging was 0-012, where theses revealed the positions of all C and N atoms in the two independent molecules. All H atoms were located in difference maps computed after anisotropic refinement of non-H atoms, and were introduced into the refinement with isotropic thermal parameters. The parameters were refined by a fullmatrix least-squares method.
The function minimized was Zw(|FJ -|jF;|) 2 with u> = 1 lo{F 0 ) 2 . Refinement was converged to R = 0*038, wR = 0-051, S = 0-959 for all data. The maximum Ala in the last full-matrix least-squares refinement cycle is 0 07. The final difference Fourier map was featureless (±0-17 eA~3). Atomic scattering factors including the anomalous-dispersion correction factor for the Ni atoms were taken from International Tables for X-ray Crystallography (1974) . All calculations were performed on a VAX 8650 computer at the academic computing center of the University of Kansas using programs of the KUDNA system (Takusagawa, 1984) .
Discussion. The structure of [N, jV'-propylenebis(2-pyrrolylmethyleneaminato)]nickel(II) has been determined. Final fractional coordinates with equivalent isotropic temperature factors are listed in Table 1 . Bond distances and angles have been deposited.* The two crystallographically independent molecules are quite similar to each other as shown in Fig. 1 . The complexes are coordinated in a square-planar fashion around Ni atoms. Deviations from the leastsquares planes defined by the four N atoms are listed in Table 2 . The crystal structure is shown in Fig. 2 .
In complex A, the four N atoms are essentially planar, and Ni ( (Kabuto, Kikuchi, Yokoi & Iwazumi, 1984 ). This analogue also shows square-planar coordination. A significant difference in coordination geometry is observed for the N-Ni-N angles. The average angles of the title compound and the ethylene-bridged analogue are 98-8 vs 107-8° for N(pyrrole)-Ni-N(pyrrole) and 93-5 w 84-7° for N(imine)-Ni-N(imine). The differences in N-Ni-N angles are quite rational since the propylene bridge is less strained than the ethylene bridge. The crystal structure of the ethylenebridged analogue is a layered structure with spacing of about 3-5 A. The Ni-N(imine) distances are considerably shorter in the ethylene-bridged compound (1-822 and 1-843 A).
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